C17H17N3Os; M.W. 343.34; orthorhombic, space group P212121; a=15.621, b=19.941, c= 5.253 A; Dm=1"394, Dc=1"393 g cm -3 for Z=4. R=0.058 for 1496 observed reflexions. The structure is compared with that of acetyltyrosine ethyl ester.
Introduction.
The crystal was colourless and cut into a needle elongated on b (0.2 × 0.2 × 0-4 mm). The space group was determined from precession photographs and confirmed on a CAD-4 Nonius automatic diffractometer. 1905 reflexions were measured with Cu Kct radiation by the o9-20 scan method. One standard intensity was counted every 50 reflexions. No fluctuation was observed. In the range 20< 140 °, 1496 reflexions had intensities greater than 2.5a above background, where a(1) is defined by a2(1)=S+B+ (0.03S) z, S being the scan and B the background count. Lorentz and polarization factors were applied, but no absorption correction. E statistics confirmed the non-centrosymmetric space group. The structure was solved with MULTAN (Germain, Main & Woolfson, 1971 ). Phases of 240 E's with IEI>l-4 Fig. 1 and Table 2 give intramolecular bond lengths and angles.
Discussion. The enzymatic hydrolysis of acetyltyrosinenitroanilide (ATNA) by c~-chymotrypsin has been investigated (Bundy, 1963) . The author postulated that the conformation of this substrate should take a prominent part in the association with the enzyme. Thus the conformational analysis of ATNA was were assigned and 64 sets of phases generated. A partial structure containing 9 atoms was used; a subsequent Fourier refinement improved the atomic coordinates till R was 0.25. Scattering factors were those of * A list of structure factors has been deposited with the British Library Lending Division as Supplementary Publication No. SUP 31614 (23 pp., 1 microfiche). Copies may be obtained through The Executive Secretary, International Union of Crystallography, 13 White Friars, Chester CH1 1NZ, England. (17) 120 (3) performed in the framework of a more general study of substrates of e-chymotrypsin. We compare here the structure of ATNA with that of acetyltyrosine ethyl ester (ATEE). Dihedral angles are given in Table 3 . Table 3 . Torsion angles, compared with corresponding angles of acetyltyrosine ethyl ester (Pieret, Durant, Germain & Koch, 1972) Torsional parameters are computed from authors' coordinates changed to correspond to the L-isomer. The conformation of the tyrosine residue is defined by the torsional angles Z1, the angle between the N(1)-C(8)-C(7) and C(8)-C(7)-C(4) planes; and Z2, which describes the relative orientation of the aromatic ring and the C(8)-C(7)-C(4) plane.
In both molecules, we observe no significant difference in these angles: the tyrosine residue lies in an extended conformation. N(1) and C(ll) are in the . The only appreciable modification is the rotation around C(8)-C(11) (~/1 and ~'2), probably due to intermolecular interactions which are different for nitroanilide and ethyl ester groups. Packing is shown in Fig. 3 . A =2.72 A, and corresponds to an H bond: C(9)=O(2)--. H(100)-O(1). B= 3.13 A is a van der Waals interaction. Such parallel columns of molecules along b are connected together by van der Waals interactions.
